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t r a c t
These data and analyses support the research article "Mass balance of emerging contaminants in the water cycle of an highly urbanized and industrialized area of Italy" by [1] .
The occurrence of 80 emerging contaminats in waste and surface water was investigated in an highly urbanised area of Italy, the River Lambro basin. The data presented here include: (1) concentrations in untreated and treated wastewater of different wastewater treatment plants (WWTPs); (2) concentrations in surface water collected along the river Lambro, in the north and south of the city of Milan (main urban center in the area). These concentrations indicate the distribution and fate of emerging contaminats in the environment. Contents lists available at ScienceDirect journal homepage: www.elsevier.com/locate/dib
Value of the Data
These data offer a comprehensive overview of the occurrence of a wide panel of emerging contaminats in waste and surface water in a urban area and can be compared with other studies.
These data may help to understand the distribution and fate of the emerging contaminats in the environment.
These data may contribute to the need of monitoring data to support future prioritisation exercises and guidelines development by national and international authorities.
The occurrence and distribution of contaminats may help to identify the sources of contamination in a urban area.
Data
The presented data were obtained during a comprehensive monitoring study in the most urbanised and industrialized area of Italy. The occurrence of about 80 emerging contaminants was investigated in wastewater (WW) and surface water in the river Lambro basin. The fate of these contaminants during wastewater treatment was assessed by analysing influents and effluents in three wastewater treatment plants (WWTPs) which collect wastes from the entire city of Milan. Data presented include: (1) concentrations of emerging contaminats in influent wastewater collected before any treatment (Tables 1-3) ; (2) concentrations in effluent wastewater collected immediately before the discharge in surface water (Tables 4-6); (3) concentrations in rivers Olona, Seveso and Lambro collected before Milan (O1,S1,L1) and in the Lambro River after discharges from the city of Milan (L2, 3, 4) and at the closure of the basin (L5) ( Tables 7-9 ). Refer to [1] for detailed interpretation and discussion. [2] [3] [4] . Briefly, samples (50 mL of influent wastewater; 100 ml of effluent wastewater; 400 mL of surface water; 500 mL of groundwater) were acidified to pH 2.0 with 37% HCl, spiked with labeled internal standards and SPEextracted using mixed reverse-phase cation exchange cartridges (Oasis MCX). Cartridges were conditioned before use by washing with 5 mL of methanol, 3 mL of ultrapure (MilliQ) water and 3 mL of water acidified to pH 2. Samples were passed through the cartridges at a flow rate of 5-15 mL/min 
depending on the volume. Cartridges were then vacuum-dried for 10 min and eluted with 2 mL of methanol and 2 mL of a 2% ammonia solution in methanol. The eluates were pooled, dried under a nitrogen stream and redissolved in ultrapure water (200 µL) for instrumental analysis. Analyses were done using an API 3000 QqQ equipped with a Turbo Ion Spray source (AB-Sciex, Thornhill, Ontario, Canada), two Series 200 pumps and Series 200 auto-sampler (Perkin-Elmer, Norwalk, CT). Chromatographic separation was done using a Luna C8 50 mm×2 mm, 3 µm particle size (Phenomenex, Torrance, CA, USA) for PHARM and an XTerra MS C18, 100×2.1 mm, 3.5 µm (Waters Corp., Milford, MA) for IDs. Analytical conditions and validation parameters are described elsewhere [2] [3] [4] .
Specific extraction and analytical conditions were adopted for a group of small polar metabolites of cocaine (called ecgonines) as detailed in an earlier publication [5] . The main differences were the volumes of extraction (20, 40 and 100 mL respectively for influent, effluent and surface water); the SPE cartridges (Oasis-MCX 150 mg); and sample reconstitution (eluates were dried to 20 µL and 80 µL of acetonitrile were added). In view of the high polarity of these substances, chromatographic separation was done with an XBridge HILIC 100×2.1 mm, 3.5 µm (Waters Corp., Milford, MA). Analytical conditions and validation parameters are described elsewhere [5] . 
Personal care products, disinfectants, perfluorinated substances, alkylphenols and BPA Specific analytical methods were developed and validated adapting already published methods for PCPs [6] , DIS [7] and Alk-BPA [8] . A novel method was developed for PERF, described by Castiglioni et al., [9] . All these substances were extracted using the same SPE procedure. Samples (100, 200, 400 and 500 mL respectively for influent, effluent, surface and groundwater) were extracted using 3 mL HLB cartridges (60 mg Oasis HLB resin) and maintaining a neutral pH (7). Cartridges were conditioned by washing with 5 mL methanol and 3 mL Milli-Q water and samples were loaded at a constant flow rate from 5-15 mL/min depending on the volume. Cartridges were vacuum-dried and eluted with 4 mL methanol. Eluates were divided into two parts (2 mL each) for separate mass spectrometric analysis. 
Amphetamines and Ketamine
The first aliquot was used for PERF analysis and an API 3000 QqQ equipped with a Turbo Ion Spray source (AB-Sciex, Thornhill, Ontario, Canada) was used in the negative ionisation mode. Eluates evaporated to dryness under a nitrogen stream were reconstituted in 200 µL of methanol and Milli-Q water (40:60, v/v). Chromatographic separation was done using an XTerra MS C18, 100×2.1 mm, 3.5 µm column (Waters Corp., Milford, MA) as detailed elsewhere [9] .
The second aliquot was used for PCPs, DIS, Alk-BPA analysis. A 6410 QqQ (Agilent Technologies, Santa Clara, CA, USA) was used in positive and negative ionisation mode, respectively for analysis of PCPs and DIS. Eluates were dried and reconstituted in 200 µL of MilliQ water. Chromatographic separation was carried out using an Atlantis T3 column 150×2.1 mm, 3 µm (Waters Corp., Milford, MA, USA). Analytical details and method validation are reported by [10] . The same extract was used for the analysis of Alk-BPA, with an API 3000 QqQ in negative ionisation mode as detailed elsewhere [8] .
Anthropogenic markers
The SPE method for the selected analytes was modified from previous publications for caffeine and nicotine analyses [11, 12] and included some of the main metabolites as described by Senta et al., [13] . The extraction volumes were 3, 200, 400 and 500 mL respectively for influent, effluent, surface and groundwater. Sample pH was adjusted to 7.0-7.5 using 12% HCl (v/v) and SPE was done with Oasis HLB cartridges previously equilibrated with 6 mL of methanol and 3 mL of ultrapure water. After loading the samples, cartridges were vacuum-dried for 5 minutes then eluted with 2 mL of methanol.
Dried residues were redissolved in 100 μL of water/methanol mixture (80/20, v/v). Chromatographic separation was done using a 100×1 mm X-Terra C18 column (Waters Corp., Milford, MA,USA). Chromatographic and mass spectrometric conditions for analyses are described elsewhere [13] . 
